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Fig, 1 
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Fig . 2 



Read query molecules 



Compute parameters for the first 
screening for the query molecules 



Read a trial compound from 
the database 



Compute parameters for the first 
screening for the trial compound 
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Select the trial compound based on 
parameters for the first screening 



Select a lead-candidate compound 
based on matching of chemical 
strcutures 
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coordinate of the lead-candidate 
compound onto the query molecule 
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Select a preferred lead-candidate 
compound based on the goodness 
of fit 
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Fig. 3 



Query Molecules Selected Trial Compounds 
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Y = Me, Br, CI 



